C 24 H 16 O, monoclinic, P21/c (no. 14), a = 13.642(3) Å, b = 10.787(2) Å, c = 11.551(2) Å, β = 110.73(3)°, V = 1589.8(6) Å 3 ,
CCDC no.: 1465318
contain details of the methods used and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
4,5,9,10-Tetrahydrogenpyrene was prepared according to the reported synthetic protocol [1] .
A solution of 2-(4-methylbenzoyl)-4,5,9,10-tetrahydr opyrene (5.0 mmol) and (2,3-dichloro-5,6-dicyano-1,4-benzochinone) (11.0 mmol) in dry toluene (80 mL) were heated at re ux under nitrogen atmosphere for 24 h. The mixture was cooled to room temperature and ltered. The ltrate was washed with 5% aqueous sodium hydroxide and water and dried over anhydrous magnesium sulfate. 
The crude product was puri ed on a silica-gel column using a mixture of dichloromethane and hexane, yielding yellow plate crystals (yield: 74% 
Experimental details
All H atoms were introduced using the HFIX option in the SHELXL program [2] , with the value of 0.93 Å or 0.96 Å 
Atom Site
for C-H bonds distances. All H atoms were allowed for as riding atoms with U iso (H) = 1.5Ueq(methyl carrier) and U iso (H) = 1.2Ueq(C) for all other hydrogen atoms. The structure was checked using PLATON [3] .
Discussion
As one of the most known polycyclic aromatic hydrocarbons, pyrene has been extensively studied as uorophore because of its pure blue uorescence with high quantum yield, long uorescence lifetime, excellent thermal stability and high charge carrier mobility. In recent years, many functionalized pyrenes have been investigated and utilized as excellent materials for organic solar cells (OSCs), organic light emitting diodes (OLEDs), organic eld-e ect transistors (OFETs), etc [4, 5] . However, the reported pyrene derivatives are almost 1-, or 1-, 3-, 6-, and 8-substituted pyrene-based compounds [6] [7] [8] . The synthesis of 2-substituted pyrene derivatives is synthetically challenging due to the presence of the nodal plane in the HOMO and LUMO, which lies perpendicular to the molecule and passes through the 2-position [9, 10] . Up to date, there are only a few reports on 2-substituted pyrene-based compounds especially their crystal structures.
There is one molecule in the asymmetric unit of the title structure which is shown in the gure. The 4-methylbenzoyl group is attached to the 2-position of the pyrenyl core. The C-O bond distance is 1.2208(19) Å for C17-O1, which is normal for diarylketones. The three bond angles around the carbonyl group are 118.90(13)°for C1-C17-C18, 120.39(15)°f or C1-C17-O1 and 120.69(15)°for C18-C17-O1, respectively. All carbon atoms of pyrene ring locate on a plane with the largest derivation of 0.053(2) Å for C14 atom from the mean plane. The dihedral angel between the pyrene ring and benzene ring is 55.61(15)°. Molecules are linked by C-H· · · O hydrogen bonds to form one-dimensional zizag chainlike supramolecular structure. These chains are linked by π-π and C-H-π interactions, giving a three-dimensional network.
